
Artificial Intelligence* 

During the past few years pattern recognitim and 
cluster analysis proccdurcsl- s have been increasingly 
applied to the computer-aided interpretation rf apcc- 
troscopic data of organic compounds. The user of such 
methods, however resolved to remain on a matilemati- 
tally secure footing, is not insured against running afoul 
of spectroscopic irrelevancy or nonsense throqh mis- 
application. This is cspccially true if the objec+,s to be 
classified do not outnumber the features used by a 
considerable margin. 

Rcccntly such methods were enlisted to demonstrate 
a relntionsl~iI~ bctwcrn mass spectra lend pharmncologi- 
cal aclivitys for a group of 66 drugs. &-or this purpose an 
algorithm was developed that pigcnnholes auy rom- 
pound in quertion as rithcr a tmncluilizer or a sedative 
from the intcnsitics nt 30 srlrctcd mass-to-chnrFc ratios. 
The application of this algorithm lo six ftlrthcr drugs 
was purported to compound the significance of the cor- 
relation fcmnd. A relationship between mass sprctra and 
pharmncolagical nctivity would seem to be an intriguing 
possibility, but unfortunately the results cited shove nre 
irrolcvnrll to it’, 

To show how dntn can be mot&d to lend nppatcnt 
‘) support to nn absurdc hypoLhcsis WC hnve constructed 

the following example: 

-. 
The same set of drugs as URC~ in the cited article was 

broken down into two classes: those with names made 
up of an even or odd number of characters. The cor- 
responding mass spectra were tnkcn from a collection 
compiled at the MIT MS-Laboratory in coorperation 
with Committee VI of the American Society for Maea 

, 
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Spectrometry (one of the 66 spectra [Thioperazine] was 
not available). 

A simple learning mnchine6 using tlic intensities at 30 
selcctcd mass-to-charge ratios produced a decision vector 
capable of classifying the 65 compounds as having even 
or odd namea with an accuracy of better than 95%. The 
six test compounds were all correctly assigried. 

The reader is welcome to interpret this as an indica- 
tion of a real correlation linking the parity of the name 
of a compound to its mass spcctntm! 
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of Scirncr. where the paper’ appeared. which ir subject to our 
comment. Since we were nut able to get a dclinitc notice of ac- 
ceptonce for publication hy Science up lo now. we have with- 
drown the letter and submitted it to Chimio (this journal). 
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1. II fnut qu’ellc e’acwrde *vet I’experiencc. 
2. II n’est pu8 moinr nCcesaoirs qu’elie aoit philoaop&ucment 

WOW... 
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